LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_R\Data\VR092418\
Data File : VR025828.D

Acq On : 24 Sep 2018 17:04

Operator : SY/MD

Sample - J5030-04RE

Misc : 25mL/MSVOA_R/WATER

ALS Vial : 12 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\VOASRV\HPCHEM1\MSVOA_R\METHODS\SOMRTR092118WMA_M
Title = TRACE VOA SOM01.0

Signal > TIC
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 2.105 63 70 78 rvVB 73184 129555 7.39% 1.143%
2 2.628 147 156 167 rVB2 93751 233645 13.32% 2.061%
3 3.632 306 321 327 rBv4 25562 102992 5.87% 0.908%
4 6.588 798 807 817 rBvV 126686 364658 20.79% 3.216%
5 7.020 869 878 883 rBV5 27989 72239 4.12% 0.637%
6 7.197 896 907 919 rBV 307165 823470 46.94% 7.263%
7 7.854 1006 1015 1033 rBV2 622111 1754262 100.00% 15.472%
8 8.359 1090 1098 1104 rVB3 21366 49152 2.80% 0.434%
9 8.456 1106 1114 1123 rBVY 663353 1265446 72.14% 11.161%
10 8.693 1145 1153 1158 rBV6 14703 34832 1.99% 0.307%
11 8.900 1178 1187 1199 rBV 410732 817231 46.59% 7.208%
12 9.283 1242 1250 1256 rVB3 23311 47938 2.73% 0.423%
13 9.685 1310 1316 1325 rBv4 20540 44124 2.52% 0.389%
14 10.238 1401 1407 1414 rBvV4 17508 35740 2.04% 0.315%
15 10.591 1459 1465 1475 rBV 567710 907303 51.72% 8.002%
16 10.780 1492 1496 1502 rVB2 20708 38419 2.19% 0.339%
17 11.285 1572 1579 1590 rBV 887889 1376935 78.49% 12.144%
18 12.009 1692 1698 1702 rBV7 12473 27020 1.54% 0.238%
19 12.301 1739 1746 1750 rBV2 18258 32997 1.88% 0.291%

20 12.362 1750 1756 1767 rVB 153627 240859 13.73% 2.124%
21 12.508 1773 1780 1786 rBV 476775 674016 38.42% 5.945%
22 12.611 1791 1797 1804 rVB 186729 273913 15.61% 2.416%
23 13.219 1891 1897 1906 rBV 711026 1006540 57.38% 8.877%
24 13.451 1930 1935 1939 rBV2 92219 137575 7.84% 1.213%
25 13.511 1939 1945 1949 rBV 519923 823404 46.94% 7.262%

26 15.154 2210 2215 2221 rBV 14201 24058 1.37% 0.212%

Sum of corrected areas: 11338323
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA R\Data\VR092418\
Data File : VR025828.D

Acq On I 24 Sep 2018 17:04

Operator : SY/MD

Sample - J5030-04RE

Misc - 25mL/MSVOA_R/WATER

ALS Vial :© 12 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_R\METHODS\SOMRTR092118WMA .M
TRACE VOA SOM01.0

Quant Method :
Quant Title :
TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: VR025828.D
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_R\Data\VR092418\
Data File : VR025828.D

Acq On : 24 Sep 2018 17:04

Operator : SY/MD

Sample - J5030-04RE

Misc = 25mL/MSVOA_R/WATER

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_R\METHODS\SOMRTR092118WMA_M
TRACE VOA SOM01.0

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 unknown-01 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.51 3.35 ug/L 674016 1,4-Dichlorobenzene-d4 13.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Piperidine, 4-chloro-1-methyl- 133 C6H12CIN 005570-77-4 45
2 1-[[1-Phenylcyclopentyl]methyl]p... 243 C17H25N 1000214-74-2 43
3 Encainide 352 C22H28N202 037612-13-8 38
4 Benzen-d5-amine 98 C6H2D5N 004165-61-1 38
5 1-Methyl-2-piperidinemethanol 129 C7H15NO 020845-34-5 38
Abundance Scan 1780 (12.508 min): VR025828.D (-1773) (-) m/z 98.10 100.00%
ds
5000
133
42 66 J
12.20 12.40 12.60 12.80
0 115 ) 152 174195 224244 27829 m/z 133.10 31.36%
m/z--> 50 100 150 200 250 300 350
Abundance #14643: Piperidine, 4-chloro-1-methyl-
98
5000
55 12.20 12.40 12.60 12.80
133 m/z 66.10 15.97%
0..23.,..8.1. — i ————
m/z--> 50 100 150 200 250 300 350
Abundance
98
12.20 12.40 12.60 12.80
5000 m/z 42.10 14.88%
41
70 117 143 181200 242
N L S e WL S L AL WL
m/z--> 50 100 150 200 250 300 350 /\
Abundance #185427: Encainide I RRERRE TR
98 12.20 12.40 12.60 12.80
m/z 94.05 14.06%
5000
70 135
0 42 | 118 | 159 186 215 236 281 352
m/z--> 50 100 150 200 250 300 350 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_R\Data\VR092418\
Data File : VR025828.D

Acq On : 24 Sep 2018 17:04

Operator : SY/MD

Sample - J5030-04RE

Misc = 25mL/MSVOA_R/WATER

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_R\METHODS\SOMRTR092118WMA_M
TRACE VOA SOM01.0

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 Thiophosphorylfluoridebromi... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.45 0.68 ug/L 137575 1,4-Dichlorobenzene-d4 13.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Thiophosphorylfluoridebromide amide 177 BrFH2NPS 1000306-22-8 59
2 Piperidinoacetal 201 C11H23N02 003616-58-8 22
3 2-Propenoic acid, 3-(dimethylami... 129 C6H11NO2 000999-59-7 16
4 Benzen-d5-amine 98 C6H2D5N 004165-61-1 16
5 Acetamide, 2-(1-piperidyl)-N-(4-... 344 C13H17IN20 101329-58-2 12
Abundance Scan 1935 (13.451 min): VR025828.D (-1930) (-) m/z 98.10 100.00%
98
5000
70 177
Z ' 13.20 13.40 1360 13.80
ol 117 138 160 || 192 223 242 262 283297 m/z  70.05 58 200
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #43124: Thiophosphorylfluoridebromide amide
98
5000 LR BULIUL BN SULBUSN I
13.20 13.40 13.60 13.80
K 66 179 m/z 177.10 25.18%
‘ 82 129 160 H
0 ...,..‘:.,.‘.‘..,‘....,....,....,.w”..,....‘,”....,....,.... A memSEE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
98
' 13.20 13.40 13.60 13.80
5000 m/z 179.10 23.69%
29
a7 156
N n 126 172 201
wmwmwwmwwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #12892: 2-Propenoic acid, 3-(dimethylamino)-, methyl ester e . T
98 13.20 13.40 13.60 13.80
42 m/z 94.10 23.32%
5000
70 129
27 114
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.20 13.40 13.60 13.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_R\Data\VR092418\
Data File : VR025828.D

Acq On : 24 Sep 2018 17:04

Operator : SY/MD

Sample - J5030-04RE

Misc : 25mL/MSVOA_R/WATER

ALS Vial : 12 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_R\METHODS\SOMRTR092118WMA_M
TRACE VOA SOMO01.0

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown-01 12.51 3.4 ug/L 674016 3 13.22 1006540 5.0
Thiophosphorylflu... 13.45 0.7 ug/L 137575 3 13.22 1006540 5.0
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